An error was detected, and it is hereby corrected, in the computation of the photoelectron spectra obtained by ionizing core electrons of the two lowest excited states of uracil. A re-examination of the Hartree-Fock molecular orbitals in the 6-311(2+,+)G** (uncontracted) basis (which was used in the calculations) has revealed that the SCF procedure did not converge to the desired lowest triplet states of np* and pp* characters, but instead found nRy and pRy solutions. While the character of the hole orbital in these states is the same as in the S 1 and S 2 states, the character of the particle orbital is different. Thus, the XPS reported in ref. 1 do not correspond to the XPS of the S 1 and S 2 excited states. This unfortunate problem occurred because of using a non-standard basis set (uncontracted), which affected the default guess in the SCF procedure. Because of the multiple diffuse functions present in the basis, the SCF calculation of the lowest triplet inadvertently converged to a Rydberg state instead of the valence state. This problem can be easily corrected by using molecular orbitals from the ground-state calculation together with the correct user-defined orbital occupation and the MOM algorithm.
Uracil. C K-edge fc-CVS-EOM-CCSD/6-311(2+,+)G** (uncontracted) X-ray photoelectron spectra of the ground state (S 0 ), first excited state (S 1 , np*), and second excited state (S 2 , pp*) corresponding to the ejection of either an a or a b electron, obtained by convolution of the computed ionization energies and Dyson norms with a Lorentzian function (FWHM = 0.4 eV). The Royal Society of Chemistry apologises for these errors and any consequent inconvenience to authors and readers
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